Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.107; data-to-parameter ratio = 18.8.
Related literature
Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.107 S = 0.90 3000 reflections 160 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.10 e Å À3 Á min = À0.10 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 3; Àz; (ii) Àx; y À 1 2 ; Àz þ 1 2 .
Data collection: X-AREA (Stoe & Cie, 2002); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999). 4-(4-Methoxyphenethyl)-3-methyl-1H-1,2,4-triazol-5(4H)-one Y. Köysal, H. Tanak, D. Ünlüer and S. Isik Comment 1,2,4-Triazoles are an important class of heterocycles, and have been the subject of great interest due to their pharmacological properties (Ünver et al., 2008; Ünver, Düǧdü et al., 2009; Ünver, Sancak et al., 2009 ). 1,2,4-Triazole and 1,2,4-triazol-3-one are reported to exhibit a broad spectrum of biological activities such as antifungal, antimicrobial, hypoglycemic, antihypertensive, antidepressant, plant growth regulator anticoagulant, analgesic, antiparasitic, antiviral, anti-inflammatory, antitumor and anti-HIV properties (Tanak et al., 2010) .
In the title compound, triazol ring is oriented with respect to the methoxyphenethyl ring at dihedral angles of 49.03 (1)°, that shows, whole molecule is not planar. Triazol ring system is almost planar with the maximum deviation of -0.005 (1)Å for atom C11. The double bond distance in the triazol group is good agreement with our previous report,5-benzyl-4-(3,4dimethoxyphenethyl)-2H-1,2,4-triazol-3(4H)-one (Tanak et al., 2010) .
Structurally, the title compound contains intermolecular N-H···O and C-H···O type hydrogen bonds, namely N3-H3···O2 (symmetry code:-x,3 -y,-z) which generates eight-membered ring, producing a R 2 2 (8) motif (Bernstein et al., 1995) and C8-H8B···O2 (symmetry code:-x,y -1/2,-z + 1/2) which generates twelve-membered ring, producing a R 2 2 (12) motif (Bernstein et al., 1995) where atom O2 accepts hyrogen bonds from different donors. There is also π-π stacking interaction between the parallel triazol systems. The closest perpendicular distance is 3.394Å between the ring centroids at (x,y,z) and that at (-x,2 -y,-z) . The details of the hydrogen bond is shown in Table 1 .
Experimental
Ethyl 2-[1-ethoxy-2-(phenyl)ethylidene]hydrazine carboxylate (10 mmol) together with 2-(4 -methoxyphenyl)ethylamin (10 mmol) were heated without solvent in a sealed tube for 2 h at 423-433°K. Then, the mixture was cooled to r.t. and a solid cure formed. The crude product was recrystallized using ethyl acetate/petroleum ether (1:1) to afford the desired compound. Yield: 185 mg (82%). Mp: 416°K
Refinement
The H atom bonded to N was refined isotropically. Other H atoms were refined using a riding model, with C-H distances ranging from 0.93-0.97 Å and U(H) set to 1.2U eq (C) or 1.5U eq (C methyl ). (7) 0.0575 (6) −0.0071 (6) 0.0203 (5) −0.0038 (6) N2 0.0627 (7) 0.0826 (9) 0.0634 (7) −0.0042 (6) 0.0262 (6) −0.0073 (6) N3 0.0612 (7) 0.0832 (9) 0.0598 (6) 0.0005 (6) 0.0234 (5) 0.0000 (6) C10 0.0552 (7) 0.0703 (9) 0.0651 (8) −0.0129 (7) 0.0229 (6) −0.0105 (7) C3 0.0690 (9) 0.0723 (9) 0.0469 (6) 0.0027 (7) 0.0210 (6) −0.0041 (6) C6 0.0626 (8) 0.0706 (9) 0.0509 (6) −0.0029 (7) 0.0202 (6) −0.0092 (7) C4 0.0789 (10) 0.0640 (9) 0.0562 (7) 0.0023 (8) 0.0179 (7) 0.0030 (6) C5 0.0757 (10) 0.0693 (9) 0.0589 (7) −0.0114 (8) 0.0232 (7) 0.0026 (7) C2 0.0744 (10) 0.0740 (9) 0.0622 (8) −0.0060 (8) 0.0290 (7) 0.0044 (7) C11 0.0503 (7) 0.0789 (10) 0.0575 (7) −0.0076 (7) 0.0177 (6) −0.0055 (7) C1 0.0740 (9) 0.0626 (9) 0.0637 (8) 0.0061 (7) 0.0241 (7) 0.0086 (7) 
